Key indicators: single-crystal X-ray study; T = 100 K, P = 0.0 kPa; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.088; data-to-parameter ratio = 27.4.
The title compound C 20 H 20 O 4 S, is polymorphic. In the tetragonal form, the molecule lies on a crystallographic twofold axis, while the monoclinic form has only approximate C 2 molecular symmetry. The greatest excursion from C 2 symmetry is in the orientation of the two phenyl rings; at 100 K, one of the rings is rotated À37. 2 (3) and the other by 46.9 (3) from their symmetric (tetragonal) positions. There are only minor differences in the three-ring nucleus; the best molecular fit of the tetragonal and monoclinic forms, both at 100 K and excluding phenyl rings and H atoms, shows an r.m.s. deviation of 0.066 Å . Both forms have the same absolute configuration.
Related literature
For details of the synthesis, see: Rao et al. (1988) . For the structure of the tetragonal form at 295 K (CCDC refcode WAMRAD), see: Rao et al. (1993) ; and at 100 K (CCDC refcode 851380), see: Gibson et al. (2011) . For a preliminary report of the structures of both polymorphs at room temperature, see: Fronczek et al. (2002) . For a description of the Cambridge Structural Database, see: Allen (2002) . For the determination of the absolute configuration from Bijvoet pairs, see : Hooft et al. (2008); Flack (1983) . For details of the molecular mechanics software used, see: Cambridgesoft (2010); Winn & Goodman (2001) .
Experimental
Crystal data Data collection: COLLECT (Nonius, 2000); cell refinement: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO and SCALEPACK; program(s) used to solve structure: SHELXS86 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and IDEAL (Gould et al., 1988) .
Comment
The tetragonal form of the title compound (I), C 20 H 20 O 4 S, was determined at 295 K (Rao et al., 1993, hereinafter P4 295 ).
We re-examined the tetragonal form at 100 K in our laboratory (hereinafter P4 100 ) and determined the absolute configuration. These data are deposited at the Cambridge Crystallographic Data Centre (Allen, 2002), CCDC 851380 (Gibson et al., 2011) . There is a 2.8% volume decrease upon lowering the temperature from 295 K to 100 K but the molecular symmetry is C 2 at both temperatures and there is no significant change in molecular structure. The best molecular fit (Gould et al., 1988) and P4 100 are arranged similarly with best molecular fit δ r.m.s. = 0.066 Å. The most pronounced structural difference between P2 100 and P4 100 is in the orientation of the phenyl rings. In P4 100 , two equivalent O-C-C-C torsions of -14.5 (3)° become +32.4 (2)° and -51.7 (2)° in P2 100 . The global minimum conformation of this molecule has been calculated using MM2 (Winn & Goodman, 2001 ) and confirmed by us (Cambridgesoft, 2010) . Like the tetragonal form, the minimum conformation has C 2 symmetry, but the two equivalent O-C-C-C torsions representing the orientation of the phenyl rings are -56°.
Based on the Flack parameter x = 0.02 (5) (Flack, 1983) and Hooft parameters y = 0.00 (3) and P2(true) = 1.000 for 2730 Bijvoet pairs (Hooft et al., 2008) , the absolute configurations of the tetragonal and monoclinic forms are identical at 100 K, with stereochemical specification (2R,4aS,5aS,8R,9aS,9bS
Experimental
The title compound was prepared by Dr. Ronald Voll according to the scheme reported by Rao et al. (1988) . A suitable single-crystal was obtained by recrystallization from ethanol.
Refinement
All H atoms were placed in calculated positions, guided by difference maps, with C-H bond distances 0.95 (aromatic C), 0.99 (CH 2 ), 1.00 Å, (R 3 CH) and U iso =1.2U eq , thereafter refined as riding. The absolute configuration, based on 2730
Bijvoet pairs with Flack parameter x = 0.02 (5), Hooft parameter y = 0.00 (3) and Hooft P2(true) = 1.000, is consistent with that of the starting materials. (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and IDEAL (Gould et al., 1988) .
Figure 1
View of (I) (50% probability displacement ellipsoids).
2,5-dideoxy-2,5-epithio-1,3:4,6-bis-O-[(R)-phenylmethylene]-L-iditol
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